In the title compound, C 13 H 10 BrN 3 O 3 , the pyrimidine and benzene rings are twisted with an interplanar angle of 58.4 (1) . The secondary amide group adopts a cis conformation with an H-N-C-O torsion angle of 14.8 (1) . In the crystal, molecules are connected into inversion dimers via pairs of N-HÁ Á ÁN hydrogen bonds, generating an R 2 2 (8) motif. The dimers are further connected through a C-BrÁ Á ÁO interaction [3.136 (1) Å and 169.31 (1) ] into a chain along [110] . Weak C-HÁ Á ÁN hydrogen bonds between the methyl benzoate groups and pyrimidine rings are also observed in the crystal structure.
Related literature
For methyl-4-(5-bromopyrimidin-2-ylcarbamoyl)benzoate and its metal complexes, see: Wu et al. (2011) . For the conformation of related amides, see Forbes et al. (2001) ; Oertli et al. (1992) ; Lu et al. (2011a,b) . For C-BrÁ Á ÁO interactions, see: Rowland & Taylor (1996) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). (Wu, et al., 2011) . Within this project the crystal structure of the title compound was determined (Fig.1) . The pyrimidyl and phenyl rings are not coplanar but twisted with an interplanar angle of (Rowland et al., 1996) . The weak C-H···N hydrogen bonds among the methyl benzoate and pyrimidyl rings are also found in the solid state (Fig. 2 ). In the crystal structure of the title compound the amide group adopts cis conformation with the H3A-N3-C5-O1 torsion angle of 14.8 (1) °, which is same as the chloro one (Lu, et al., 2011a) . This conformation is different from that in the Ag complex, which is trans (Wu, et al., 2011; Lu, et al., 2011b) .
The title compound was prepared according to a published procedure (Wu et al., 2011) . Block crystals suitable for X-ray crystallography were obtained by slow evaporization of the solvent from a solution of the title compound in methanol.
Refinement
H atoms bound to C atoms were placed in idealized positions and constrained to ride on their parent atoms, with C-H = 0.93 -0.96 Å, and with U iso (H) = 1.2 or 1.5 U eq (C). The amine hydrogen atom (H3A) that is involved in the N-H···N hydrogen bond was freely refined.
Computing details
Data collection: XSCANS (Siemens, 1995 ); cell refinement: XSCANS (Siemens, 1995) ; data reduction: SHELXTL (Sheldrick, 2008 ); program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: SHELXTL (Sheldrick, 2008 Crystal structure of the title compound with atom labeling and displacement ellipsoids drawn at the 30% probability level. ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. 
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (

